Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.029; wR factor = 0.082; data-to-parameter ratio = 14.6. organic compounds o2134 El-Azab et al.
In the title compound, C 10 H 7 N 3 OS 2 , the 16 non-H atoms are almost planar (r.m.s. deviation = 0.037 Å ) and the S-bound methyl group is syn to the ketone O atom. In the crystal, centrosymmetrically related molecules are connected by pairs of C-HÁ Á ÁO interactions between the ketone O and methyl H atoms. The dimeric aggregates are connected into a linear supramolecular chain along the b axis viainteractions occurring between the five-membered and benzene rings [centroid-centroid distance = 3.6123 (9) Å ]. The chains assemble into layers in the bc plane via SÁ Á ÁS interactions involving the endocyclic S atoms [SÁ Á ÁS = 3.4607 (6) and 3.4792 (6) Å ].
Related literature
For recent studies on the synthesis and biological properties of quinazoline-4(3H)-one derivatives, see: El-Azab & ElTahir (2012) ; El-Azab et al. (2011) . For the synthesis and antimicrobial activity of the title compound, see: El-Azab (2007 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 2; Àz þ 1.
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Tiekink Comment
Quinazoline-4(3H)-one derivatives attract interest owing to their putative biological activity (El-Azab & ElTahir, 2012; El-Azab et al., 2011) . The title compound, 2-(methylthio)-5H-[1,3,4]thiadiazolo[2,3-b]quinazolin-5-one (I), has been synthesized previously and evaluated for its anti-microbial activity (El-Azab, 2007) . Herein, we describe its crystal structure determination.
The 16 non-hydrogen atoms in (I), Fig. 1 , are planar with the r.m.s. deviation being 0.037 Å. The maximum deviations from the least-squares plane are 0.068 (1) Å for the ketone-O1 atom and -0.065 (2) Å for the methyl-C10 atom. The Sbound methyl group is syn to the ketone-O1 atom.
In the crystal packing, centrosymmetrically related molecules are connected by C-H···O interactions between the ketone-O and methyl-H atoms, Table 1 , via a 16-membered {···HCSCN 2 CO} 2 synthon, Fig. 2 . The dimeric aggregates are connected into a linear supramolecular chain along the b axis via π-π interactions occurring between the five-membered and benzene rings [inter-centroid distance = 3.6123 (9) Å, angle of inclination = 2.09 (7)° for symmetry operation: x, 1 + y, z]. The chains assemble into layers in the bc plane via S···S interactions involving the endocyclic-S1 atoms whereby each S1 atom forms two such interactions [S1···S1 i = 3.4607 (6) Å for symmetry operation i: 2 -x,2 -y,1 -z; and S1···S1 ii = 3.4792 (6) Å for ii: 2 -x, 1 -y, 1 -z]. Layers stack along the a axis without specific interactions between them, Fig. 3 .
Experimental
A mixture of 2-mercapto-5H-[1,3,4]thiadiazolo[2,3-b]quinazolin-5-one (470 mg, 2 mmol) and methyliodide (2.1 mmol) in acetone (10 ml) containing anhydrous potassium carbonate (300 mg) was stirred at room temperature for 12 h. The reaction mixture was filtered, the solvent removed under reduced pressure and the solid obtained was dried and recrystallized from ethanol. Yield 88%. 1 
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.95 to 0.98 Å, U iso (H) = 1.2-1.5U eq (C)] and were included in the refinement in the riding model approximation.
Computing details
Data collection: CrysAlis PRO (Agilent, 2012); cell refinement: CrysAlis PRO (Agilent, 2012); data reduction: CrysAlis PRO (Agilent, 2012); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . A view in projection down the b axis of the unit-cell contents for (I). The C-H···O, π-π and S···S interactions are shown as orange, purple and blue dashed lines respectively. 
2-Methylsulfanyl-9H-1,3,4-thiadiazolo[2,3-b]quinazolin-9-one

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.90968 ( (7) 0.0167 (6) 0.0001 (5) 0.0003 (5) −0.0019 (5) N2 0.0124 (6) 0.0179 (7) 0.0133 (6) 0.0031 (5) 0.0007 (5) −0.0011 (5) N3 0.0161 (6) 0.0180 (7) 0.0139 (6) 0.0031 (5) 0.0001 (5) −0.0018 (5) O1 0.0118 (5) 0.0294 (7) 0.0239 (6) 0.0024 (5) −0.0007 (4) −0.0067 (5) C1 0.0148 (7) 0.0191 (7) 0.0138 (7) 0.0014 (6) −0.0011 (6) −0.0006 (6) C2 0.0151 (7) 0.0176 (7) 0.0131 (7 0.0149 (7) 0.0160 (7) 0.0139 (7) −0.0004 (6) 0.0001 (5) 0.0017 (6) C8 0.0127 (7) 0.0159 (7) 0.0160 (7) −0.0008 (6) −0.0005 (5) 0.0023 (6) C9 0.0155 (7) 0.0160 (7) 0.0141 (7) 0.0019 (6) 0.0005 (5) 0.0014 (6) C10 0.0178 (7) 0.0261 (9) 0.0194 (8) 0.0048 (7) 0.0015 (6) −0.0032 (7) supplementary materials sup-6
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Geometric parameters (Å, º) S1-C8 1.7473 (16) C2-C7 1.409 (2) S1-C9 1.7542 (16) C3-C4 1.378 (2) C3-C4-C5-C6 0.8 (3) N2-N3-C9-S1 −0.27 (17) C4-C5-C6-C7 −0.5 (3) C10-S2-C9-N3 0.76 (16) C8-N1-C7-C6 178.13 (15) C10-S2-C9-S1 179.79 (10) C8-N1-C7-C2 −2.0 (2) C8-S1-C9-N3 0.53 (13) C5-C6-C7-N1 179.67 (15) C8-S1-C9-S2 −178.57 (10) 
